Source of material N-benzyloxycarbonyl-DL-alanine (0.223 g, 1.0 mmol) was dissolved in acetonitrile (10 ml) and the solution was cooled to 0°C. 4-Methylphenol (0.135 g, 0.9 mmol) and 4-dimethylaminopyridine (DMAP; 0.024 g, 0.2 mmol) were added followed by N,N'-dicyclohexylcarbodiimide (DCC; 0.227 g, 1.1 mmol) in acetonitrile (10 ml). The solution was stirred at 0°Cfor 1hand at room temperature for 8h.The precipitate was filtered off and the filtrate was evaporated in vacuo, then the residue was purified by flash chromatography with ethyl acetate/petroleum ether (1:7, v/v)aseluent, to afford 0.237 g(yield 4%)N-benzyloxycarbonyl-DL-alanine 4-methylphenyl ester as acolorless solid. It was recrystallized from ethyl acetate and petroleum ether, yielding the colorless block-like crystals 15 days later.
Discussion
Both bond lengths of C8-O2 (1.176(3) Å)a nd C11-O4 (1.206(3) Å)inthe title compound, are consistent with the value of the C=O double bond in the 4-nitroguaiacyl ester of Nbenzyloxycarbonyl-L-isoleucine [1] . The average C-Cb ond length in the phenyl is shorter than the expected value of 1.39 Å [1, 2] . The planar conformation of the peptide group is established from the torsion angles ÐO4-C11-N1-C9 = -12.3(4)°and ÐO3-C11-N1-C9 =1 69.0(2)°.T he conformation of the side chain is described by the torsion angles ÐC8-O1-C1-C7 = 82.8(3)°and ÐO3-C12-C13-C14 = -18.0(4)°.T he aromatic rings (C1/C2/C3/C4/C6/C7) and (C13/C14/C15/C16/C17/C18) are not co-planar with adihedral angle of 20°.There are two types of intra-molecular hydrogen bonds: C12-H12B···O4 (2.672(4) Å)and C14-H14···O3 (2.824(3) Å). The molecules are linked by intermolecular hydrogen bonds N1-H1···O4 i (symmetry code i: 1+x,y,z). The bond distance and angle between donor and acceptor are 3.267(4) Å and 175(3)°.There are also weak p-p stacking interactions between the aromatic rings with ac entroid-tocentroid distance of 3.576 Å. (5) 
